Computational investigation of the reactivity of a hexadienyne derivative.
[reaction: see text] The mechanisms of perphenylbutenyne reactivity are examined through B3LYP and multireference ab initio calculations on model systems. Calculations for the formation of a naphthalene derivative suggest a process similar to that seen previously in the literature. A new mechanism for perphenylbutenyne dimerization to form a semibullvalene derivative is proposed and supported by calculations.